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Thank You to Our 2017 Sponsors

Premier Sponsors:

Solutons for Innovation

=R Ggan JEOL
Ca?id

Corporate Support Sponsors:

g_.f:}:-/ Bax':er Mestre u't"f?cs;(vuu h Q?YQ:QE[%Q I

ACD/Labs by softw The Business of Science*
Educational Support Sponsor:

NIST

National Institute of
Standards and Technology
U.S. Department of Commerce

Student Educational & Travel Support Sponsor:

i

—
J S Research, Inc.

Additional Educational & Travel Grant support provided by Cambridge Isotope Laboratories, Inc.

You are cordially invited to join the Welcome
Reception in the Exhibit Hall on Monday from
6:15 - 8:15 pm. This complimentary reception is the

perfect opportunity to casually network with other
delegates, exhibitors, sponsors, poster presenters, and
speakers in an informal setting. Cocktails and

light hors d’oeuvres will be served. Please join us!

ACD/Labs

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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2017 Organizing Committee:

Kristie M. Adams

Carlos Amezcua

Molly Bohlen

Adriana Carvalho de Souza
David Cistola

Michael C. Davis

Jim DeFelippis

Kathleen Farley

Gonzalo Hernandez

John Marino

Sonia M. Cabral de Menezes
Torsten Schoenberger
Andy Surface

Katherine Wu

2017 Executive Committee:

Chair Gonzalo Hernandez
Co-Chair Kristie M. Adams
Secretary Molly Bohlen

DuPont

Baxter International, Inc.
Procter & Gamble

DSM Biotechnology Center

Texas Tech University Health Sciences Center El Paso
Bridgestone Americas Center for Research and Technology

The Dow Chemical Company
Pfizer, Inc.

Vis Magnetica NMR Consulting
NIST

Petrobras R&D Center
Bundeskriminalamt

PPG Industries, Inc.

Albemarle Corporation

2018 Executive Committee:

Chair Kristie M. Adams
Co-Chair Molly Bohlen
Secretary John Marino

2017 Board of Directors:

President Joe Ray, Baxter International, Inc.
Vice President Daron Freedberg, Center for Biologics Evaluation and Research, FDA
Secretary Kristie M. Adams, DuPont
Treasurer Jim DeFelippis, The Dow Chemical Company
Member-at-Large Michael C. Davis, Bridgestone Americas Center for Research and Technology

Member-at-Large
Member-at-Large

Gonzalo Hernandez, Vis Magnetica NMR Consulting

Torsten Schoenberger, Bundeskriminalamt

2017 Poster and Travel Grant Review Committee:

Gonzalo Hernandez
Jim DeFelippis
John Marino
Carlos Amezcua
David Cistola
Andy Surface
Katherine Wu
Michael C. Davis
Sonia Maria Menezes

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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CONFERENCE PROCEEDINGS LINK

Please use the link below to access copies of the speaker presentations that have been submitted
to date, as well as conference agendas, poster abstracts, speaker information and sponsor and
exhibitor websites.

Link http://cii-resource.com/chi/PANIC-04-03/login.asp
User Name Your email address
Password nmrl177300 (Please note: passwords are case sensitive)

Following the conference, we will send out the link via email containing updated presentations
and/or late submissions. This link will remain active for six weeks after the conference has ended.
Please make sure you access the link and save any files you might want prior to that date. If you are
looking for a specific set of slides not on the site, please contact the speaker directly for more
information. Once the website has been taken down, these files will no longer be available.

If you have not received the updated link two weeks after the close of the meeting, please contact
Pamela Gerardi in Customer Service at pgerardi@healthtech.com.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400 3
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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MONDAY, FEBRUARY 20

4:30 pm  Pre-Conference Registration Open (Santee Ballroom Foyer)

6:15 Welcome Reception in the Exhibit Hall with Poster Viewing, Even and Odd Numbered Posters
(Santee Ballroom E-H)
Sponsored by
S
e T M
b5 BRUKER
ACD/Labs (@

8:15 End of Day

TUESDAY, FEBRUARY 21

(Santee Ballroom A-D)
8:15am  Registration & Morning Coffee (Santee Ballroom Foyer)

8:45 Chairs’ Welcome
Gonzalo Hernandez, Vis Magnetica NMR Consulting
Kristie M. Adams, Dupont

8:50 Chairperson’s Remarks
Torsten Schoenberger, Bundeskriminalamt

9:00 Interactive Datahub to Facilitate Identification of Emerging Synthetic Drugs (ESDs)
Aaron Urbas, Ph.D., NIST

9:30 The Increasing Need for Structure Elucidation Experts in Forensic Drug Analysis
Charlotte Corbett, Ph.D., Senior Forensic Chemist, Special Testing & Research Laboratory, DEA

10:00 Application of NMR Methods for the Resolution of Forensic Cases at the Swedish National Forensic Center
Simon Dunne, Professor, Swedish National Forensic Center

10:30 Coffee Break in the Exhibit Hall with Poster Viewing, Even Numbered Posters Sponsored by

(Santee Ballroom E-H) Q?(fQ@Q I

The Business of Science*

11:20 Chairpersons’ Remarks
Jim DeFelippis, The Dow Chemical Company
Michael C. Davis, Bridgestone Americas Center for Research and Technology

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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11:30 The Versatility of Liquid State NMR Spectroscopy in Polymer Chemistry and Engineering: An
Industrial Perspective
Ard Kolkman, Ph.D., DSM

12:00 pm 2D Quantitative NMR for Large Molecules
Patricia Sepulcri, Ph.D., Sanofi Pasteur Marcy L’Etoile

12:30 Field-Cycling NMR Relaxometry as a Versatile Tool of Molecular Rheology
Ernst Roessler, Professor, University of Bayreuth

1:00 Luncheon Presentation: Insight into Reactions, Identification and Quantification Sponsored by
Kim Colson, Ph.D., Business Development Manager, Bruker BioSpin BRONER
(>
1:45 Session Break
2:30 Introduction to Friday’s Validation Workshop
Torsten Schoenberger, Bundeskriminalamt
2:45 Chairpersons’ Remarks
John Marino, NIST
Carlos Amezcua, Baxter International, Inc.
2:55 High-Throughput Analysis of Antibiotics Using Capillary Stop Flow NMR
David Keire, Ph.D., U.S. FDA
3:25 Overcoming Challenges with Identification of Ingredients for Counterfeit Drug Investigations
Charles Pathirana, Ph.D., Bristol-Myers Squibb
3:55 Water Proton NMR for Noninvasive Pharmaceutical Analysis
Bruce Yu, Professor, University of Maryland
4:25 Multi-Attribute Determination Using NMR to Ensure Success
Michael Jones, Ph.D., Pfizer
4:55 Light Reception in the Exhibit Hall with Poster Viewing, Odd Numbered Posters (Santee Ballroom E-H)
5:45 Transition to Pavilion
6:00 Coastal Grill Out Party* (Pavilion)

*The Coastal Grill Out Party is complimentary to all conference attendees and one guest. RSVP is required. Please see the Registration
Desk if you did not RSVP and plan on attending.

9:00 End of Day

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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WEDNESDAY, FEBRUARY 22

(Santee Ballroom A-D)

8:15am Morning Coffee (Santee Ballroom Foyer)

8:45 Chairs’ Welcome
Gonzalo Hernandez, Vis Magnetica NMR Consulting
Kristie M. Adams, Dupont

8:50 Chairperson’s Remarks
David Cistola, M.D., Ph.D., Texas Tech Health Sciences Center El Paso

9:00 CLIP-COSY: Rapid Acquisition of COSY-Type Correlation Spectra with In-Phase Signal Character
Lukas Kaltschnee, Ph.D., NIH

9:30 Marine Natural Products as a Challenge for an NMR-Based Structure Elucidation
Matthias Kéck, Ph.D., Alfred-Wegener Institute

10:00 The NIST Metabolomics Data Quality Initiative: qMet
Dan Bearden, Ph.D., NIST

10:30 Coffee Break in the Exhibit Hall with Poster Viewing, Odd Numbered Posters (Santee Ballroom E-H)

11:20 Chairpersons’ Remarks
Sonia M. Cabral de Menezes, Petrobras R&D Center
Katherine Wu, Albemarle Corporation

11:30 NMR Spectroscopy and Calculus of the Average Molecular Parameters of Crude Oils and Fractions
Juan Carlos Poveda Jaramillo, Professor, Universidad Industrial de Santander

12:00 pm Supporting Development of New Refining Technologies Using Simple and Quick NMR Methodologies
Ajit Pradhan, Ph.D., Chevron Energy Technology Company

12:30 Research and Development in Porous Media NMR with Applications for the Oil Industry
Tito J. Bonagamba, Professor, Universidade de SGo Paulo

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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5:45

6:15

Luncheon Presentation Sponsored by

Only 3 Calibrants for IC qHNMR ‘JEOLQ w

Charlotte Corbett, Ph.D., Senior Forensic Chemist, Special Testing & Research Laboratory, DEA

Recent Developments with Concepts for Experiment Introduction into JEOL NMR
Ron Crouch, NMR Applications Consultant, JEOL USA, Inc.

The Influence of Data Processing on Results of gNMR Interlaboratory Comparison Study
Takako Suematsu, Ph.D., NMR Application Chemist, Marketing, JEOL USA, Inc.

Session Break

Chairperson’s Remarks
Adriana Carvalho de Souza, DSM Biotechnology Center

Rapid and Quantitative Assessment of Early Lipid Oxidation in Food Emulsions During Shelf-Life by
Nuclear Magnetic Resonance

Donny Merkx, Unilever

Investigation of Egg Yolk Lipids with NMR
Svenja Ackermann, Chemical and Veterinary Investigation Office, CVUA Karlsruhe

Several NMR Applications for the Analysis of Foods and Dietary Supplements
Clark Ridge, Ph.D., U.S. FDA

Refreshment Break in the Exhibit Hall with Poster Viewing, Even Numbered Posters (Santee Ballroom E-H)

Chairperson’s Remarks
J. Andrew Surface, PPG Industries, Inc.

NMR Spectroscopy as a Tool for Process Development and Optimization
Erik von Harbou, Professor, University of Kaiserslautern

Plant Support Using NMR
Sarah Mattler, Ph.D., Exxon Mobil Chemical Company

Compact NMR Spectroscopy for Sustainable and Flexible Production of High Quality Chemical Products
Simon Kern, BAM

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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6:45 Networking Reception in the Exhibit Hall with Poster Viewing, Even and Odd Numbered Sponsored by
Posters (Santee Ballroom E-H) BRORER
(XD

7:45 End of Day

THURSDAY, FEBRUARY 23

(Santee Ballroom A-D)
8:15am  Morning Coffee (Santee Ballroom Foyer)

8:45 Chairs’ Welcome
Gonzalo Hernandez, Vis Magnetica NMR Consulting
Kristie M. Adams, Dupont

8:50 Chairperson’s Remarks
Michael C. Davis, Bridgestone Americas Center for Research and Technology

9:00 From Traditional Small Molecules to Novel Liquid Crystal Formulations in Drug Development: A Solid-
State NMR Journey
Anuji Abraham, Ph.D., Bristol-Myers Squibb

9:30 Dynamic Nuclear Polarization (DNP) Enhanced Solid-State NMR Investigations of Pharmaceuticals
Yongchao Su, Ph.D., Merck Research Laboratories

10:00 Structural Investigation of Organic Materials by Solid-State Dynamic Nuclear Polarization Nuclear

Magnetic Resonance Spectroscopy
Stephane Viel, Professor, Aix-Marseille University

10:30 Coffee Break in the Exhibit Hall with Poster Viewing, Even and Odd Numbered Posters (Santee Ballroom E-H)

11:30 Chairperson’s Remarks
Kathleen Farley, Pfizer, Inc.

11:40 Nondestructive Materials Testing and Reaction Monitoring with Compact NMR Instruments
Bernhard Bliimich, Professor, RWTH Aachen University

12:10 pm Advanced Methods in TD-NMR Relaxometry: Applications in Agriculture and Food Products
Luiz Colnago, Ph.D., EMBRAPA Instrumentagdo

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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12:40 19F and 'H TD-NMR Prospective Applications in Quantitation and Qualitative Analysis for Small and Large
Molecule Pharmaceutics
Maria Victoria Silva Elipe, Ph.D., Amgen

1:10 Networking Luncheon Hosted by PANIC
1:55 Session Break
2:40 Poster Awards & Spectrum Contest Winners Announced

Poster awards provided by MRC/Wiley

2:55 Chairperson’s Remarks
Kristie M. Adams, Dupont

3:05 Non-Uniform Sampling for All: More Spectral Quality, Less Measurement Time
Frank Delaglio, Ph.D., IBBR, NIST

3:35 NMR Mixture Analysis Using Machine Learning
Paul Coote, Ph.D., Harvard Medical School

4:05 Using R to Make Sense of NMR Datasets
Bryan Hanson, Professor, DePauw University

4:35 Panel Discussion with Speakers
Moderator: Kristie M. Adams, Dupont
Panelists: Paul Coote, Ph.D., Harvard Medical School
Frank Delaglio, Ph.D., IBBR, NIST
Bryan Hanson, Professor, DePauw University

4:55 End of PANIC 2017

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.



Practical

in Industry Conference
SONESTA RESORT @ HILTON HEAD ISLAND, SC

5" Annual

ANIC

FEBRUARY 20-23, 2017

FLOOR PLAN, EXHIBIT, AND POSTER SCHEDULE

(Santee Ballroom E-H)
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ENTRANCE

Monday:
6:15 - 8:15 pm

Tuesday:
10:30-11:20 am
4:55 - 5:45 pm

Wednesday:
10:30-11:20am
4:10-5:05 pm
6:45-7:45 pm

Thursday:
10:30- 11:30 am

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400

COMPANY BOOTH
Advanced Chemistry Development (ACD/Labs) 5
Aspect Al 14
Bruker BioSpin 3&4
Doty Scientific, Inc. 10
HTS-110 Ltd 15
JEOL USA, Inc. 8
Magritek Inc. 11
Mestrelab Research 2
MilliporeSigma 7
Nanalysis 6
New Era Enterprises, Inc. 13
Oxford Instruments 1
Quantum Design 9
Stelar 17
Wako Pure Chemical Industries, Ltd. 12
Wilmad-LabGlass 16

Exhibit and Poster Schedule

Welcome Reception - Even and Odd Posters (Hosted by
Advanced Chemistry Development (ACD/Labs), Bruker BioSpin,
& Mestrelab Research)

Coffee Break - Even Posters (Sponsored by Oxford Instruments)
Networking Reception - Odd Posters

Coffee Break - Odd Posters

Refreshment Break - Even Posters

Networking Reception — Even and Odd Posters & Last Chance
to Drop Off Your Entry for the Spectrum Contest (Sponsored
by Bruker Biospin)

Coffee Break — Even and Odd Posters
Exhibit Hours are subject to change.

10

Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.
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SPONSOR & EXHIBITOR COMPANY DESCRIPTIONS
Advanced Chemistry Development (ACD/Labs) 5

8 King Street East, Suite 107

Toronto, ON M5C1B5

Canada

416.368.3435 | www.acdlabs.com

Advanced Chemistry Development, Inc., (ACD/Labs) is an informatics company that provides solutions in support of
R&D. Our software platforms unify analytical and chemical information in a collaborative environment; and provide
tools that enable scientists to extract, capture, and apply knowledge from analytical experiments and predicted
molecular property data.

Aspect Al 14
27 Shaked Street

Shoham, Israel 6085001

Israel

972 73 2239000 | www.aspect-ai.com

Aspect Al-60 Process Analyzer, together with sophisticated proprietary software, enables real-time, continuous flow-
through of opaque stream analysis, enabling process units to operate at optimal conditions. The Al-60’s analysis
capabilities are proven in fundamental crude applications and optimization of crude blending, CDU, FCC and lube
production.

Baxter International Inc.

One Baxter Parkway

Deerfield, IL 60015

224.948.2000 | www.baxter.com

Baxter International Inc. provides a broad portfolio of essential renal and hospital products, including dialysis, IV
solutions, infusion systems, parenteral nutrition, biosurgery products and anesthetics. Baxter's employees worldwide
are building upon the company's rich heritage of medical breakthroughs to advance the next generation of healthcare
innovations that enable patient care.

Bruker BioSpin 3&4
15 Fortune Drive

Billerica, MA 01821

978.667.9580 | www.bruker.com

Bruker offers the world’s most comprehensive range of NMR research tools. With over 50 years of experience, Bruker
remains strongly committed to meeting its customers’ needs by continuing to revolutionize the design, manufacture and
distribution of life science, process control and analytical research tools based on magnetic resonance core technology.

Cambridge Isotope Laboratories, Inc.

3 Highwood Drive

Tewksbury, MA 01876

978.749.8000 | isotope.com

CIL is the world leader in the manufacture and separation of stable isotopes and stable isotope-labeled compounds for
use in traditional and biomolecular NMR. Our large inventory includes NMR solvents and reference standards, amino
acids, deuterated buffers, nucleotide-5'-triphosphates, cell growth media and reagents for labeling recombinant protein
expressed in E. coli, insect and mammalian cells.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
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Doty Scientific, Inc. 10
700 Clemson Road

Columbia, SC 29229

803.788.6497 | www.dotynmr.com

Doty Scientific — Innovation, advancing NMR and MRI. High resolution liquids and solids probes up to >1 GHz. Liquids
PFG/Diffusion probes Solids low-E probes for fast (MAS). Magic angle gradient MAS (MAG-MAS) probe for gradient
spectroscopy and diffusion NMR. Non-spinning solid probes. DNP probes for S/N enhancement. On-site spectroscopic
service.

HTS-110 Ltd 15
1B Quadrant Drive

Waiwhetu

Lower Hutt, Wig 5010

New Zealand

64 4 5708880 | www.hts-110.com

HTS-110 offers innovation in cryogen-free magnets for NMR and MRI applications utilizing high-Tc (HTS) wire. Access the
power of high-resolution spectroscopy (200 and 400 MHz systems available) directly in your lab or manufacturing plant.

Explore NMR relaxometry to 3 T. Image with pre-clinical or orthopaedic MRl magnetsto 3 T.

JEOL USA, INC 8
11 Dearborn Road

Peabody, MA 01960

978.535.5900 | www.jeolusa.com

JEOL is a leading global supplier of NMR spectrometers. All JEOL NMR instruments, routine or research, share the same
high-performance, digital architecture and are cyber-enabled. Our NMR's are a perfect fit for chemists in both walk-up
academic environments and industrial laboratories. JEOL NMR systems support highly demanding qgNMR, 1H19FX, and
other advanced NMR experiments with ease. JEOL NMR systems are well-suited for a wide range of applications from
basic liquids to advanced solids.

J S Research

366 Manet Avenue

Quincy, MA 02169

617.786.0939 | www.jsresearch.com

J S Research, Inc. is a major NMR probe research, manufacture and service company. We make customized special
probe, also we provide high quality probe repairing, maintenance and modification for all kind of probes from all NMR
companies. J S Research, Inc. was established in 1995 near Boston, USA.

Magritek Inc. 11
6440 Lusk Boulevard, Suite 108

San Diego, CA 92121

855.667.6835 | www.magritek.com

Magritek is a world leading company developing and manufacturing portable NMR solutions for education, research and
industrial applications. Magritek is exhibiting SpinsolveTM - the first benchtop NMR instrument capable of multinuclear
(1H, 19F, 31P, 13C) and multidimensional NMR that does not require cryogenics and is maintenance free.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
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Mestrelab Research 2
Feliciano Barrera, 9B-Bajo

Santiago de Compostela, A Coruiia 15706

Spain

348 819 76775 | mestrelab.com

Mestrelab Research specializes in the development of software for the processing, analysis and databasing of Analytical
Chemistry data. Our main product Mnova is a multiplatform (Windows/Mac/Linux) and multivendor software suite
designed for combined NMR and LC/GC/MS techniques. Our newest product Mbook, is an ELN designed for the
synthetic chemist.

MilliporeSigma 7
6000 N. Teutonia Avenue

Milwaukee, WI 53209

414.438.3850 | www.milliporesigma.com

MilliporeSigma specializes in stable isotopes, high quality NMR solvents and NMR tubes for all your NMR needs. Our
innovative certified reference material is used in quantitative NMR for a wide range of new applications such as
metabolomics, biomarker discovery and physiological pathway research. Visit booth #7 for more information.

Nanalysis 6
Bay 4, 4500 5 Street NE

Calgary, Alberta T2E7C3

Canada

403.769.9499 | Nanalysis.com

Nanalysis manufactures portable NMR spectrometers. The NMReady is the first portable NMR spectrometer in a single
compact enclosure. It is used by chemists in many industries and in university labs. The company received the 2106 Frost
& Sullivan Global Company of the Year Award in the Portable NMR Spectroscopy Market.

National Institute of Standards and Technology

100 Bureau Drive, Stop 1070

Gaithersburg, MD 20901

301.975.NIST x 6478 | www.nist.gov

Founded in 1901, NIST is a non-regulatory federal agency within the U.S. Department of Commerce. NIST's mission is to
promote U.S. innovation and industrial competitiveness by advancing measurement science, standards, and technology
in ways that enhance economic security and improve our quality of life.

New Era Enterprises, Inc. 13
PO Box 747

Vineland, NJ 08362-0747

856.794.2005 | newera-spectro.com

New Era produces Precision NMR Sample Tubes for varied applications: standard sample tubes, for air/moisture
sensitive samples, capillary systems for limited sample; compression / stretch devices for RDC measurements, sample
reactions system, flow, TD bench top applications and more; EPR/ESR quartz tubes; sampling accessories-coaxial cells,
washers, pipets and more.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
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Oxford Instruments 1
300 Baker Avenue, Suite 150

Concord, MA 01742

978.369.9933 | www.oxford-instruments.com

Pulsar, our benchtop NMR spectrometer provides easy to use, high resolution 1H, 19F, and 13C NMR experiments
without the associated cost of superconducting magnets. Several 1D and 2D homonuclear and heteronuclear
experiments are available. Visit us at booth # 1 to find out more. Email industrial @oxinst.com or call 978-369-9933.

Quantum Design, Inc. 9
10307 Pacific Center Court

San Diego, CA 92121

858.481.4400 | www.qdusa.com

Quantum Design manufactures Advanced Technology Liquefiers (ATL160, ATL80), Purifiers (ATP30) and a full line of
Helium Recovery Systems configurable for large or small laboratories. These systems recover and reuse helium normally
lost through normal use of cryogenic instruments. Suitable for labs with NMR’s, cryostats, MEG’s, and other cryogenic
instruments.

Stelar 17
Via E. Fermi 4

Mede (PV) 27035

Italy

+39 0384 820096 | www.stelar.it

Stelar specializes in unique Fast Field Cycling NMR relaxometers. These offer a versatile solution for characterization of
the dynamics of many substances and complex mixtures in academic and industrial research (MRI contrast agents,
proteins, polymers, electrolytes, rocks and petroleum) as well as a novel method for quality checks or fingerprinting.

Wako Pure Chemical Industries, Ltd. 12
1633, OazamatobaSaitama

Kawagoe-shi, 350-1101

Japan

8149 231 9683 | www.wako-chem.co.jp/english

We can deliver Wako Products to Asia, Oceania, member states of the EU, Africa, North, Middle & South America, and
more as well as Japan! Please visit the Wako Online Catalog: www.e-reagent.com 50,000 chemical products are available
for online ordering!

Wilmad-LabGlass 16
1172 Northwest Boulevard

Vineland, NJ 08360

800.220.5171 | www.wilmad-labglass.com

Wilmad-LabGlass is a leading manufacturer of NMR and EPR consumables and accessories. State-of-the-art processing
and inspection equipment provide the highest quality and tightest tolerances in the industry. Customers value our
technical expertise, custom fabrication capabilities, and comprehensive line of scientific laboratory glassware and
equipment.

Cambridge Healthtech Institute | 250 First Avenue, Suite 300, Needham, MA 02494 | T: 781-972-5400
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POSTERS

(Santee Ballroom E-H)

Presenting Monday, February 20 — Thursday, February 23

Advanced Chemistry Development, Inc.

1. Steve Coombes; John Nightingale; Azalea Micottis; Albert Van Wyk; Peter Russel; Stephane Albrecht; and
Dimitris Argyropoulos: Impurity Lifecycle Management: Visualising a Vast Array of NMR and Other Analytical
Data

Baxter International, Inc.

2. Jurgen Siekmann; Richard Scheinecker; Zhenging Zhang; Mikhail V. Gerasimov; Christina M. Szabo; Paul Kosma;
and G. Joseph Ray: Reaction of Oxidized Polysialic Acid and a Diaminooxy Linker: Characterization and Process
Optimization Using Nuclear Magnetic Resonance Spectroscopy

Bundesanstalt fiir Materialforschung und -priifung (BAM)
3. Klaus Rademann; Michael Maiwald; and Klas Meyer: Quantitative NMR Spectroscopy for Gas Metrology -
Applications in Liquefied Petroleum Gases

Case Western Reserve University
4, Fengchao Zhang and Cheng Chen: Broadband Quantitative NQR Analysis of Medicines and Nutritional
Supplements

Colorado State University
5. Claudia Boot; Kim Colson; Torsten Schoenberger; Kristie Adams; and Kaylen Obray: NMR Validation: Significance,
Implementation, and Awareness

Dow Chemical Company
6. Tianlan Zhang; Wengin (Sunny) Wang; and Jun Qi: Investigating the Composition, Functionality, and

Composition-Viscosity Relationship of Multi-Functional Acrylate, a Key Material in UV Curable Coatings

DSM Biotechnology Center

7. Joep van Rijn; Paul Groen; and Adriana Carvalho de Souza: Robust and Reliable Quantification of Phospholipids in
Edible Oils

ESPCI Paris

8. J.-C. Ameline; A. Chateauminois; R. Gautier; H. Montes; G. Lang; L. Le Polles; N. Lequeux; C. Roiland; J.-B.

d'Espinose de Lacaillerie; and Romain Dubourget: Structural Health Monitoring Using Nuclear Quadrupole
Resonance as a Stress Gauge

Fine Instrument Technology (FIT)

9. D.M. Consalter; D.W. Flores; S.P. Azevedo; T.B. Moraes; L.A. Colnago; and Andre S. Carvalho: Using Low Field
NMR for Process Control in Palm Oil Industry

10. Douglas Flores; Andre S. Carvalho; Daniela Kharfan; Luiz Alberto Colnago; and Daniel M. Consalter: TD-NMR
Applied to Citrus Process Control: Method Evaluation
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15
Please note: Video and/or audio recording of any kind is prohibited onsite at all CHI events.



5% Annual
Practical in Industry Conference p‘\l\l IC

SONESTA RESORT @ HILTON HEAD ISLAND, SC FEBRUARY 20-23, 2017

Food and Drug Administration
11. Sharadrao Patil: Independent Assessment of 2D DOSY NMR and DLS in Measuring Diffusion Coefficients of Insulin
Formulations: Implication for Particle Size Distribution Methods

Hochschule Bonn-Rhein-Sieg
12. Patrick Jonas; Bernd W.K. Diehl; and Elina Zailer: Alternative Method for Relaxation Time Determination

JEOL RESONANCE, Inc.

13. Junko Hosoe; Naoki Sugimoto; Yuko Yamada; Toru Miura; Hiroki Suzuki; Takao Katsuhara; Yasushi Igarashi;
Hiroaki Nishimura; Yuichi Kikuchi; Tadatoshi Yamashita; Yukihiro Goda; and Takako Suematsu: Application of
Quantitative H NMR to Hygroscopic Reagents

Louisiana State University
14. Thilini Ukwaththage; Megan Macnaughtan; and Abigael C. Songok: Towards the Three Dimensional Structure of
Chlamydia trachomatis Protein Scc4 and Its Binding Interface with Scc1 by Solution NMR Spectroscopy

Millipore Sigma
15. Romana Rigger; Christine Hellriegel; Robert Sauermoser; Markus Obkircher; and Alexander Rueck: Development
of Certified Reference Materials (CRM) for *H, 3P and *°F Quantitative NMR

National Institute of Standards and Technology

16. Luke W. Arbogast; Robert G. Brinson; John P. Marino; and Frank Delaglio: Non-Uniform Sampling for All: More
Spectral Quality, Less Measurement Time

17. Katrice A. Lippa; Anthony Windust; Alexander Rueck; Markus Obkircher; and Michael A. Nelson: Achieving
Traceability in Practice: Development of NIST PS1 Primary Standard for Quantitative NMR (Benzoic Acid)

18 Ryan Nieuwendaal: Critical Experimental Details of H Spin Diffusion NMR Towards Measuring Miscibility and
Domain Sizes in Polymer Blends

National Institutes of Health, National Institute of Diabetes and Digestive and Kidney Diseases
109. Jonas Kind; Martin Leyendecker; Christina M. Thiele; and Lukas Kaltschnee: Monitoring a Four-State
Photoisomerization Process via In Situ Irradiation NMR Spectroscopy

National Research Council Canada
20. Mohammad Raza; Jeremy Melanson; Maohui Chen; Martin Couillard; Zygmunt J. Jakubek; Tianyang Leng; Linda
J. Johnston; and Andreas Brinkmann: Quantitative Solid-State NMR Applications in Chemical Metrology

Ohio University
21. Peter B. Harrington; Steven F. Baugh; and Xinyi Wang: Comparative Study of NMR Spectroscopy Profiling for the
Characterization of Cannabis

Pfizer, Inc.

22. Forrest Beaulieu; Brian Chekal; and Heather Frericks Schmidt: Monitoring Levels of Crystallinity in Milled APIs
Using Low Field Benchtop NMR

23. John Braganza; Jason Ewanicki; Paul Richardson; and Wei Wang: Closed Loop Reaction Monitoring Using
Benchtop *°F NMR at 41 MHz
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Politecnico di Bari
24. Piero Mastrorilli; Mario Latronico; Nicola Intini; Pasquale Scapicchio; Antonino Rizzuti; and Vito Gallo: Validation
Criteria for Simultaneous Multi Component Quantitative NMR Analysis and NMR Fingerprinting Methods
25. Vito Gallo; Nicola Intini; Mario Latronico; and Piero Mastrorilli: NMR as a Tool for Measuring the Storage

Potential of Table Grapes

Technischen Universitat Kaiserslautern
26. Erik von Harbou; Hans Hasse; and Richard Behrens: Quantitative NMR Spectroscopic Study of Highly Dilute Key
Components in Complex Reactive Mixtures: CO; in Aqueous Amine Solutions

Texas Tech University Health Sciences Center, El Paso
27. Vipulkumar Patel; Sneha Deodhar; Ina Mishra; and David P. Cistola: Benchtop NMR Relaxometry in Clinical
Diagnostics: Whole Human Blood

University of Bath
28. Andrew M.R. Hall; Ulrich Hintermair; John P. Lowe; and Catherine L. Lyall: Reaction Monitoring Using FlowNMR
in Conjunction with Other Analytical Techniques - A New Facility

University of California, San Diego
29. Chen Zhang; Benjamin Naman; Garrison Cottrell; William Gerwick; and Yerlan Idelbayev: Small Molecule
Accurate Recognition Technology (SMART): A Digital Frontier to Reshape Natural Products Research

University of Edinburgh
30. lan Goodall; Dusan Uhr'In; and William Kew: Scotch Whisky as Interrogated by Advanced Nuclear Magnetic
Resonance and Chemometrics

University of Florida
31. Cheng Chen; Swarup Bhunia; Soumyajit Mandal; and Fengchao Zhang: Broadband Quantitative NQR Analysis of
Medicines and Nutritional Supplements

University of Maryland

32. Huy Truong; Rene Cosme Soh Fongang; Xingi Liu; Marc B. Taraban; Yihua Bruce Yu; and Katharine Briggs:
Bridging the Subvisible Particle Detection Gap Using Water Proton NMR

33. Tin Lok Wong; Paul T. Wilder; David J. Weber; and Braden M. Roth: Nuclear Magnetic Resonance (NMR)-Based
Fragment Screen for Inhibitors of the Clostridium difficile Binary Toxin, CDT

University of Nebraska-Lincoln
34. Tessa Andrews; Jiusheng Lin; Mark Wilson; Robert Powers; and Jonathan Catazaro: The Combination of *N CEST
and Heteronuclear NOE Data in the Determination of the Fast Internal Dynamics of DJ-1

University of North Carolina at Greensboro

35. Tyler N. Graf; Olav M. Kvalheim; Nicholas H. Oberlies; Nadja B. Cech; and Joshua J. Kellogg: Comparison of MS
and NMR Metabolomics for Evaluation of Herbal Supplements: A Case Study with Green Tea

36. Wilson C. Brooks; Aleksandra Noras; Mario Augustinovic; Huzefa A. Raja; Cedric J. Pearce; Nicholas H. Oberlies;
and Noemi D. Paguigan: Exploring Fungal Secondary Metabolite Diversity via Spectroscopic Techniques
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Washington University in St. Louis

37. Shin Utsuzawa; Yi-Qiao Song; Martin D. Hurlimann; and Chong Duan: Effect of Off-Resonance on T1 Saturation
Recovery Measurement in Inhomogeneous Field

Wilmad LabGlass
38. Susan E. Butch: Omni-Fit Valves as an Alternative to J. Young Tubes for Air-Sensitive NMR Applications

STELAR s.r.l.
39. Simonetta Geninatti Crich; Simona Baroni; Diego Alberti; Enza Digregorio; Silvio Aime; and Gianni Ferrante: The
First “In Vivo” 1/T1 FFC-NMRD Profile of a Tumour Bearing Mouse Leg

Universitat Bayreuth

40. G. Ferrante; M. Pasin; and E.A. Réssler: Potential of Fast Field Cycling NMR Relaxometry to Address Issues in
Polymer Melt Processing
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GUESS THE SPECTRUM

The Spectrum Contest is
back in 2017 with

TWO
chances

to play and win!

Visit the poster in the Exhibit Hall to see the full spectrum & expansions!

Guess one or both spectra for a chance
to WIN a *GoPro HEROS Session™,
*Amazon Echo, and more!

*GoPro & Amazon devices are given away on behalf of the PANIC Committee.
GoPro & Amazon are not sponsors of this game.

Drop your entry off in the Exhibit Hall by The answers will be revealed and PRIZES AWARDED

Wednesday, February 22 | 7:45 pm Thursday, February 23 | 2:40 pm
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